Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.050; wR factor = 0.156; data-to-parameter ratio = 23.0. Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.156 S = 1.05 15658 reflections 682 parameters 2 restraints H-atom parameters constrained Á max = 2.07 e Å À3 Á min = À0.76 e Å À3
The title compound, C 61 H 68 F 8 O 2 S 2 , is a photochromic liquid crystal based on diarylethene as photoswitchable unit. The F atoms connected to the benzene rings are disordered over two positions; the site-occupation factors refined to 0.830 (3)/ 0.170 (3). The molecule adopts a photo-active antiparallel conformation and the distance between the two reactive C atoms of the thiophene rings is 3.448 (3) Å . The dihedral angles between the central cyclopentene ring and the adjacent thiophene rings are 43.56 (3) and 48.58 (3) . These structural elements exhibit a suitable geometry for photochromic behaviour in the crystalline state.
Related literature
For general background, see: Irie (2000); Tian & Yang (2004) ; Tian & Wang (2007); Frigoli et al. (2004) . For related literature, see: Morimoto & Irie (2005) ; Kobatake et al. (2007) .
Experimental
Crystal data C 61 H 68 F 8 O 2 S 2 M r = 1049.27 Triclinic, P1 a = 10.2324 (15) Å b = 10.9626 (16) Å c = 24.468 (4) Å = 77.083 (7) = 85.576 (10) = 89.924 (7) V = 2666.9 (7) Å 3 Z = 2 Mo K radiation = 0.17 mm À1 T = 100 (2) K 0.30 Â 0.10 Â 0.06 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.950, T max = 0.990 66708 measured reflections 15658 independent reflections 13169 reflections with I > 2(I) R int = 0.030
Figures Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme only for the most relevant atoms. Displacement ellipsoids are drawn at the 50% probability level. Only the major component is shown, for clarity. Fig. 2. Supplementary figure. supplementary materials sup-2 3,3,4,4,5,5-hexafluoro-1,2-bis[5-(2-fluoro-4'-undecyloxybiphenyl-4-yl Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0556 (7) 0.0267 (5) 0.0529 (7) 0.0245 (5) −0.0357 (6) −0.0153 (5) F1B 0.0931 (11) 0.0451 (7) 0.0451 (7) 0.0445 (8 (6) 0.0055 (5) −0.0027 (5) 0.0007 (5) C9B 0.0220 (7) 0.0207 (6) 0.0228 (7) 0.0021 (5) −0.0109 (5) −0.0001 (5) C10B 0.0214 (7) 0.0171 (6) 0.0245 (7) 0.0017 (5) −0.0083 (5) 0.0007 (5) 
